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上海药明康德新药开发有限公司
  WuXi AppTec Co., Ltd.
Address: No.1 Building, 288 FuTe ZhongLu, WaiGaoQiao Free Trade Zone, Shanghai, P.R. China
Telephone: 021-50461111     Fax: 021-50461000

pKa Development Report for CS000245
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS000245
	C18H13N3O3S2
	383.4
	pKa1
	3.51
	3.23
	3.37
	Cosolvent 
(Initial 60v% DMSO)

	
	
	
	pKa2
	5.89
	5.80
	5.85
	


[image: image11.png]CS000245_Replicate-1_First titration: 
Stored: S1329091.sfs
Sample weight: 1.17 mg

Acquisition time:1.1 hrs
26 points: pH 0.7 => pH 10.5
Selected: pH 2.5 => pH 10.0
Cosolvent: 33.7wt% DMSO
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CS000245_Replicate-1_Second titration:

Stored: S1329102.sfs

Sample weight: 1.17 mg

Acquisition time: 0.7 hrs
27 points: pH 1.0 => pH 10.6
Selected: pH 2.5 => pH 10.0
Cosolvent: 22.8wt% DMSO
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CS000245 _Replicate-1_Third titration:

Stored: S1329153.sfs

Sample weight: 1.17 mg

Acquisition time: 0.9 hrs
25 points: pH 1.6 => pH 10.5
Selected: pH 2.5 => pH 10.0
Cosolvent: 19.6wt% DMSO
CS000245_Replicate-1_Factored concentrations

  1.17 mM X 33.7wt% S1329091-1
0.78mM X 22.8wt% S1329102-1
0.07mM X 19.6wt% S1329153-1
[image: image1.png]COSOLVENT PROFILE

10 20 30 40 50 60 70 80 90
wtZ DMSO (H,0)=77
£(DMSO)=50

pKo(H;0) = 3.51 + 0.06 (GOF=0.3, slope=—0.0291)
pKo(DMSO) = 0.61
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10 20 30 40 50 60 70 80 90
wtZ DMSO (H,0)=77
£(DMSO)=50

pKo(H,0) = 5.89 + 0.01 (COF=0.2, slope=0.0147)
pK,(DMSO) = 7.35
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CS000245_Replicate-2_First titration: 
Stored: S1329122.sfs

Sample weight: 0.95 mg

Acquisition time: 1.2 hrs
26 points: pH 0.8 => pH 10.8
Selected: pH 2.5 => pH 10.0
Cosolvent: 28.3wt% DMSO
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CS000245_Replicate-2_Second titration:

Stored: S1329133.sfs

Sample weight: 0.95 mg                      
Acquisition time: 0.7 hrs
27 points: pH 1.0 => pH 10.7
Selected: pH 2.5 => pH 10.0
Cosolvent: 18.4wt% DMSO
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CS000245_Replicate-2_ Third titration:

Stored: S1403163.sfs

Sample weight: 0.95 mg

Acquisition time: 1.0 hrs
23 points: pH 1.4 => pH 10.3
Selected: pH 2.5 => pH 10.0
Cosolvent:10.9wt% DMSO
CS000245 _Replicate-2_Factored concentrations

0.69 mM X 28.3wt% S1329122-1
0.25 mM X 18.4wt% S1329133-1
0.17 mM X 10.9wt% S1403163-1
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wtZ DMSO (H,0)=77
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pKo(H;0) = 3.23 + 0.04 (GOF=0.1, slope=—0.0253)
pK,(DMS0) = 0.70
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pKo(H;0) = 5.80 + 0.05 (GOF=0.7, slope=0.0158)
PK.(DMSO) = 7.38




S1329091
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0366167 000000 0000000 17100000 00
0366167 0427825 0000000 13040000 00
0366187 0856208 0000000 2121 0000 00
0366187 0779208 0000000 24100000 00
0366167 0843896 0000000 27440000 00
0366187 0870479 0000000 30520000 00
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S1329102
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S1329153
[image: image7.png]ration Data.

Titan Cedis/Canyover Tite [SAMPLE 265

[FOHR, | 0.000000

VHO  WKOH  VORG  pH  lonStr BuifCep.

0330317 0000000 0000000 20730000 00
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030317 020475 0000000 24380000 00
030317 0270375 0000000 2830000 00
030317 025104 0000000 31530000 00
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S1329122
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S1329133
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2506437 1280867 0000000 1691 0000 00
2806437 1736063 0000000 18940000 00
260643 133229 0000000 20640000 00
280643 2183729 0000000 23660000 00
280643 2265271 0000000 26630000 00
2806437 2306250 0000000 30000000 00
280647 2323438 0000000 32940000 00
280647 2331660 0000000 35730000 00
28064 2305979 0000000 36750000 00
2606437 238145 0000000 41700000 00
2506437 2309250 0000000 44550000 00 TITRATION PLOT
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17 25053 2341312 0000000 73720000 00
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S1403163
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7025 000000 0000000 17730000 00
1025 0371063 0000000 12650000 00
1028 0821062 0000000 20570000 00
1025 0871062 0000000 24300000 00
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